. The space explored by -glycine (left) and glycine hydrochloride (right) nuclei during the MD simulation.
Glutamic acid hydrochloride
In the case of glutamic acid hydrochloride a large discrepancy between calculated and experimental quadrupolar coupling was noted for one particular oxygen. As seen in Table S1 , the magnitude of the quadrupolar coupling of oxygen O4 calculated from the neutron diffraction structure without optimisation is rather far from the experimental value even when dynamics are included. The calculated force on the hydrogen atom attached to the oxygen atom O4 is rather high (1.22 ev/Å). Optimising the position of this hydrogen atom increases the O4-H bond distance by 0.04 Å, and the C-O-H valence angle decreases by 2.6 (see Table S1 ). The calculated oxygen quadrupolar coupling for O4 with the MD correction (-7.64 MHz) was much closer to the experimental value using this partially optimised structure. In addition the experimental difference between the O4 and O1 isotropic chemical shifts (21.4 ppm) is much better reproduced using the new (22.3 ppm) rather than original neutron structure (10.5 ppm). Note that the calculated carbon chemical shifts were barely changed (less than 0.7 ppm) by the hydrogen atom position optimisation. Table S4 . The calculated static NMR parameters and MD-induced changed of the parameters for Lalanine. The atom numbering is identical to that in the crystallographic database. 
